Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.036; wR factor = 0.102; data-to-parameter ratio = 9.7.
The centrosymmetric organic molecule in the title compound, C 10 H 10 N 8 Á2H 2 O, is essentially flat and has a trans configuration. The molecules are linked by intermolecular O-HÁ Á ÁN, N-HÁ Á ÁO and N-HÁ Á ÁN hydrogen bonds to form a linear chain structure.
Related literature
For related structures, see: Armstrong et al. (1998); Case (1965) ; Thompson et al. (1998) ; Xu et al. (1997 Xu et al. ( , 1998 Xu et al. ( , 2000 Xu et al. ( , 2001 .
Experimental
Crystal data Table 2 Hydrogen-bond geometry (Å , ). (2) 172 (2) Symmetry codes: (ii) Àx þ 2; Ày þ 2; Àz þ 2; (iii) x þ 1; y; z; (iv) Àx; Ày þ 1; Àz þ 1.
Data collection: SMART (Bruker, 1998 ); cell refinement: SMART; data reduction: SAINT-Plus and SHELXTL (Bruker, 1998 ); program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. (Fig. 1) , can be regarded as a dihydrazidine. It is formed as the major product from mixing 2-cyanopyrimidine and hydrazine in ethanol (Case, 1965) and the minor product is Pyrimidine-2-carboxamide hydrazone, (II)(Scheme. 1). Compound (I) has now been shown to have trans geometry (Fig. 1) , with all atoms essentially coplanar.
The overall trans configuration is therefore due mainly to steric repulsion effects. The title compound contains a single N-N bond, presents several possible mononucleating and dinucleating coordination modes and, also, the potential for free rotation about the N-N bond. The flexible geometries result from the ability of the systems to rotate freely about the single N-N bond of the diazine fragment of the compound.
Refinement
All H atoms were placed in geometrically positions and constrained to ride on their parent atoms, with N-H distances in the range 0.85-0.89 Å and C-H = 0.93 Å, and with U iso (H) = 1.2Ueq(C or N) for all H atoms. (2) 172 (2) Symmetry codes: (ii) −x+2, −y+2, −z+2; (iii) x+1, y, z; (iv) −x, −y+1, −z+1.
